Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.004 Å; R factor = 0.034; wR factor = 0.084; data-to-parameter ratio = 8.2.
Related literature
For related structures, see: Cui et al. (1999) ; Dong et al. (2007) ; Li et al. (2005) ; Ng (2008) ; Oshio et al. (2003) ; Sun et al. (2006) . For reference structural data, see: Allen et al. (1987) .
Experimental
Crystal data C 10 H 13 NO 3 M r = 195.21 Orthorhombic, Pca2 1 a = 14.148 (6) Å b = 6.587 (3) Å c = 10.760 (4) Å V = 1002.8 (7) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 295 K 0.30 Â 0.30 Â 0.12 mm
Data collection
Bruker SMART APEX CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2002) T min = 0.974, T max = 0.991 7345 measured reflections 1041 independent reflections 923 reflections with I > 2(I) R int = 0.037 Refinement R[F 2 > 2(F 2 )] = 0.034 wR(F 2 ) = 0.084 S = 1.07 1041 reflections 127 parameters 1 restraint H-atom parameters constrained Á max = 0.09 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: SHELXL97.
The title compound, (I), derived from 3-methoxy-2-hydroxybenzaldehyde and 2-aminoethanol, is a potential NO 3 tetradentate Schiff base ligand and its complexes with Cd(II), Cu(II), Zn(II) and Fe(III) have been reported (Cui et al., 1999; Dong et al., 2007; Li et al., 2005; Oshio et al., 2003) . Here, the structure of (I) is described.
The title molecule exists in a zwitterionic form with a strong intramolecular N-H···O hydrogen bond (Table 1) between the NH + and the phenolate O -, as shown in Fig. 1 . The bond lengths and angles are within normal ranges (Allen et al.,1987) . (Sun et al., 2006) and 4-chloro-2-[tris(hydroxymethyl)methyliminiomethyl]phenolate [1.288 (2) and 1.467 (2) Å] (Ng, 2008) . As expected, the molecule adopts a trans configuration about the central C=N bond. In the crystal structure, O3-H3···O1 i (symmetry code as given in Table 1 ) intermolecular hydrogen bonds formed between the hydroxy and oxygen of phenolate link the molecules into a one-dimension supramolecular chain.
Experimental 3-Methoxy-2-hydroxybenzaldehyde (0.152 g, 1 mmol) and equimolar 2-aminoethanol (0.061 g, 1 mmol) were refluxed for 30 min in methanol solution (15 ml). The reaction mixtures were cooled to room temprature and filtered. After keeping the filtrate in air for 3 d, yellow blocks of (I) (yield 66%; mp 338-339 K) were obtained.
Refinement
H atoms were placed at calculated positions and refined in the riding-model approximation, with C-H = 0.93 Å and U iso (H) = 1.2Ueq(C) for sp 2 H atoms, C-H = 0.96 Å and U iso (H) = 1.5Ueq(C) for methyl H atoms, C-H = 0.97 Å and U iso (H) = 1.2Ueq(C) for methylene H atoms, N-H = 0.86 Å and U iso (H) = 1.2Ueq(C) for imino group, and O-H = 0.82 Å and U iso (H) = 1.5Ueq(C) for hydroxy. Friedel pairs were merged. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (14) −0.0036 (9) −0.0025 (9) −0.0050 (11) O1 0.0400 (8) 0.0440 (9) 0.0619 (11) −0.0040 (7) −0.0082 (8) 0.0003 (9) O2 0.0436 (9) 0.0433 (9) 0.0822 (14) −0.0083 (8) 0.0020 (9) −0.0062 (9) O3 0.0410 (9) 0.0591 (10) 0.0750 (13) 0.0088 (9) −0.0069 (9) −0.0038 (10) Geometric parameters (Å, °) 
